C 16 H 12 N 2 O4, triclinic, P1 (no. 2), a = 10.7105(5) Å, b = 11.2685(5) Å, c = 13.0145(6) Å, α = 99.292(4)°, β = 109.607(4)°, γ = 96.771(4)°, V = 1435.01(12) Å 3 , Z = 4, Rgt(F) = 0.0427, wR ref (F 2 ) = 0.1124, T = 295(2) K.
The molecular structure of molecule A is shown in the figure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters. 
Source of material
The synthesis and characterization of the title compound was previously reported [5] . The product was obtained in the reaction of 4-chloro-3-nitrocoumarin and p-toluidine in ethyl acetate, in the presence of triethylamine. The obtained solid was dissolved in chloroform and allowed to slowly evaporate to give yellow crystals of the title compound.
Experimental details
Hydrogen atoms were introduced in idealized positions and refined using riding model. Their U iso values are aproximated as U iso = kUeq of the parent atom (k = 1.2 for sp 2 and 1.5 for sp 3 atoms).
Comment
Coumarins are a large group of organic compounds of natural or synthetic origin. They are known to possess promising pharmacological activities, such as antimicrobial [6] , antioxidant [7] , anticancer [8] , anti-inflammatory [9] . The coumarin framework is a promising scaffold for the synthesis of analogs, with an aim to study and improve their biological properties. Varying the types of substitution and substituent identity led to different conformations of the molecules that had a profound impact on their biological activity [10] . We have previously synthesized a number of coumarin derivatives with significant antimicrobial and/or antioxidant activities [5, [11] [12] [13] .
The asymmetric part of the unit cell contains two molecules (A) and (B) of the 3-nitro-4-(p-tolylamino)-2Hchromen-2-one. Bond lengths within the coumarin core of these molecules are in good agreement with those found in other 3-nitro-4-(arylamino) coumarins [10] . The two molecules have very similar conformations, as RMSD of their fit is 0.2417 Å. For both molecules, the coumarin core of the molecule is approximately planar, while both substituent groups at C3 and C4 are turned out from the aforementioned planes. This is visualized through torsion angle C4-C3-N1-O3 (131.55(17)°for molecule A and −141.34(15)°for molecule B) for nitro group twisting, as well as torsion angle C4-N2-C9-C10 (-46.8(2)°for molecule A and 37.7(2)°for molecule B) for the p-tolylamino group twisting.
Hydrogen bonds N2B-H2B· · · O2A and N2A-H2A· · · O2B i [symmetry code (i) = x − 1, y − 1, z] connect molecules in · · · A· · · B· · · A· · · B· · · chains.
